: Equilibration of (a) density and (b) pressure as a function of time at the beginning of the simulation in the case of protonated and non-protonated PAMAM dendrimer of generation 3. Red and black lines represent the non-protonated and protonated cases respectively. Green and blue colors in (b) represent the running average of the pressure in both the cases. Subsequently the simulation was continued at the same density and pressure.
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